Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.002 Å; R factor = 0.023; wR factor = 0.063; data-to-parameter ratio = 16.2.
Related literature
For background to niacin, see: Krishnamachari (1974) . For information on the nicotinic acid derivative N,N-diethylnicotinamide, see: Bigoli et al. (1972) . For related structures, see: Aydın et al. (2012); Hö kelek et al. (1996 Hö kelek et al. ( , 2009a ; Hö kelek & Necefog lu (1998, 2007) ; Necefog lu et al. (2011a,b) . For bond-length data, see: Allen et al. (1987) .
Experimental
Crystal data [Ni(C 8 Table 1 Hydrogen-bond geometry (Å , ).
Cg is the centroid of the pyridine ring. Symmetry codes: (i) x; y; z À 1; (ii) Àx À 1; Ày; Àz À 1; (iii) x þ 1; y; z; (iv) Àx; Ày; Àz; (v) Àx þ 1; Ày þ 1; Àz; (vi) Àx; Ày þ 1; Àz.
Data collection: APEX2 (Bruker, 2007 ); cell refinement: SAINT (Bruker, 2007) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) ; software used to prepare material for publication: WinGX (Farrugia, 1999) and PLATON (Spek, 2009 (Krishnamachari, 1974) , and/or the nicotinic acid derivative N,N-diethylnicotinamide (DENA), an important respiratory stimulant (Bigoli et al., 1972) , the title compound was synthesized and its crystal structure is reported herein.
The asymmetric unit of the title mononuclear Ni II complex, (Fig. 1 In the title complex, the four symmetry related O atoms (O1, O1′, O5 and O5′) in the equatorial plane around the Ni In the crystal, intermolecular N-H···O, O-H···O and weak C-H···O hydrogen bonds (Table 1) link the molecules into a three-dimensional supramolecular network, in which they may be effective in the stabilization of the structure. The π-π contact between the benzene rings, Cg1-Cg1 i [symmetry code: (i) 1 -x, 1 -y, 2 -z, where Cg1 is the centroid of the ring A (C2-C7)] may further stabilize the structure, with centroid-centroid distance of 3.8414 (7) Å]. A weak C-H···π interaction is also found in the crystal structure.
The title compound was prepared by the reaction of NiSO 4 .6H 2 O (1.31 g, 5 mmol) in H 2 O (25 ml) and NA (1.22 g, 10 mmol) in H 2 O (50 ml) with sodium 4-formylbenzoate (1.72 g, 10 mmol) in H 2 O (100 ml) at room temperature. The mixture was filtered and set aside to crystallize at ambient temperature for several days, giving blue single crystals. 
Refinement
Atoms H8 (for CH), H21 and H22 (for NH 2 ) and H51 and H52 (for H 2 O) were located in a difference Fourier map and were refined freely. The C-bound H-atoms were positioned geometrically with C-H = 0.93 Å for aromatic H-atoms, and constrained to ride on their parent atoms, with U iso (H) = 1.2U eq (C).
Computing details
Data collection: APEX2 (Bruker, 2007 ); cell refinement: SAINT (Bruker, 2007) ; data reduction: SAINT (Bruker, 2007 );
program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) ; software used to prepare material for publication: WinGX (Farrugia, 1999) and PLATON (Spek, 2009) . 
Special details
Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma (F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. (4) 
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å

